Experimental Crystal data C 16 H 14 N 4 O M r = 278.31 Monoclinic, P2 1 =c a = 8.5800 (17) Å b = 20.360 (4) Å c = 8.0780 (16) Å = 98.29 (3) V = 1396.4 (5) Å 3 Z = 4 Mo K radiation = 0.09 mm À1 T = 293 K 0.20 Â 0.20 Â 0.10 mm Data collection Enraf-Nonius CAD-4 diffractometer Absorption correction: scan (North et al., 1968) T min = 0.983, T max = 0.991 2698 measured reflections 2526 independent reflections 1587 reflections with I > 2(I) R int = 0.018 3 standard reflections every 200 reflections intensity decay: 1%
In the title compound, C 16 H 14 N 4 O, there are intermolecular N-HÁ Á ÁN hydrogen bonds which may be effective in stabilizing the crystal. The title compound is an important medicament and is used in the synthesis of antitumour drugs.
Related literature
For bond-length data, see: Allen et al. (1987) Experimental Crystal data Mo K radiation = 0.09 mm À1 T = 293 K 0.20 Â 0.20 Â 0.10 mm
Data collection
Enraf-Nonius CAD-4 diffractometer Absorption correction: scan (North et al., 1968) T min = 0.983, T max = 0.991 2698 measured reflections 2526 independent reflections 1587 reflections with I > 2(I) R int = 0.018 3 standard reflections every 200 reflections intensity decay: 1% Refinement R[F 2 > 2(F 2 )] = 0.061 wR(F 2 ) = 0.170 S = 1.01 2526 reflections 190 parameters H-atom parameters constrained Á max = 0.28 e Å À3 Á min = À0.30 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx; y þ 1 2 ; Àz þ 3 2 ; (ii) Àx; Ày þ 1; Àz þ 2.
Data collection: CAD-4 EXPRESS (Enraf-Nonius, 1989); cell refinement: CAD-4 EXPRESS; data reduction: XCAD4 (Harms & Wocadlo, 1995); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) ; software used to prepare material for publication: SHELXL97.
in (I) are within normal ranges (Allen et al. 1987) . The structure is stabilized by N-H···N type hydrogen bonds (Table 1 and Fig. 2 ).
Experimental
In a three neck bottom flask containing dichloromethane (65 ml) and trifluoroacetic acid (20 ml) was added tert-butyl-4methyl-3-(4-(3-pyridinyl)pyrimidin-2-yloxy)phenylcarbamate (7.5 g) at 273 K. After the addition of all chemicals, the flask was taken off the ice-water bath and the reaction was allowed to take place for 6 h at room temperature. Neutralized with sodium bicarbonate and separated the dichloromethane and aqueous layers. On evaporation of dichloromethane a solid product was obtained. Crystals of (I) suitable for X-ray diffraction were obstained by slow evaporation of a cyclohexane solution.
Refinement
All H atoms bonded to the C atoms were placed geometrically at the distances of 0.93, 0.96 and 0.86 Å, for aryl, methyl and amino H-atoms, respectively, and were included in the refinement in riding motion approximation with U iso (H) = 1.2 or 1.5U eq of the carrier atom. Fig. 1 . The molecular structure of (I), showing the atom-numbering scheme and displacement ellipsoids at the 50% probability level. 
Figures
R[F 2 > 2σ(F 2 )] = 0.061 w = 1/[σ 2 (F o 2 ) + (0.06P) 2 + 1.4P] where P = (F o 2 + 2F c 2 )/3 wR(F 2 ) = 0.170 (Δ/σ) max <
